Fig. 1S
Hit detection and molecular weight (MW) determination in ESI-FTMS screening. In B, the spectrum shows only a protein peak, [P]Z+, and in A, the spectrum shows a protein peak, [P]Z+, and a protein-ligand complex peak ([PL]Z+). Here, Z+ is the charge state of the protein in the positive ionization mode. MW of the ligand (hit) is calculated from the mass difference (Δm/z × Z).
Fig. 2S
Chemical subspaces of hits based on their molecular weights. The hits with a molecular weight < 300 Da were categorized as lead-like compounds (RO3) and hits with a molecular weight < 500 Da were categorized as drug-like compounds (RO5). The compounds with a molecular weight > 500 Da were beyond the "rule of five'" (bRO5). 1 H-NMR spectrum of NP_358 acquired in DMSO-d6 (800 MHz).
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Fig. 6S
13 C-NMR spectrum of NP_358 acquired in DMSO-d6 (800 MHz).
Fig. 7S
gCOSY spectrum of NP_358 acquired in DMSO-d6 (800 MHz).
Fig. 8S
HSQCAD spectrum of NP_358 acquired in DMSO-d6 (800 MHz).
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Fig. 9S
HMBCAD spectrum of NP_358 acquired in DMSO-d6 (800 MHz).
Fig. 10S
1 H-NMR spectrum of NP_376 acquired in DMSO-d6 (800 MHz).
Fig. 11S
13 C-NMR spectrum of NP_376 acquired in DMSO-d6 (800 MHz). 
Fig. 15S
1 H-NMR spectrum of NP_434 acquired in DMSO-d6 (800 MHz).
Fig. 16S
13 C-NMR spectrum of NP_434 acquired in DMSO-d6 (800 MHz).
Fig. 17S
gCOSY spectrum of NP_434 acquired in DMSO-d6 (800 MHz).
Fig. 18S
HSQCAD spectrum of NP_434 acquired in DMSO-d6 (800 MHz).
Fig. 19S
HMBCAD spectrum of NP_434 acquired in DMSO-d6 (800 MHz).
Fig. 20S
1 H-NMR spectrum of NP_564 acquired in DMSO-d6 (800 MHz).
Fig. 21S
13 C-NMR spectrum of NP_564 acquired in DMSO-d6 (800 MHz). 
Fig. 24S
HMBCAD spectrum of NP_564 acquired in DMSO-d6 (800 MHz).
Fig. 25S
1 H-NMR spectrum of NP_592 acquired in DMSO-d6 (800 MHz). 
Fig 29S
1 H-NMR spectrum of NP_594 acquired in DMSO-d6 (800 MHz).
Fig. 30S
13 C-NMR spectrum of NP_594 acquired in DMSO-d6 (800 MHz). 
Fig. 34S
1 H-NMR spectrum of NP_610 acquired in DMSO-d6 (800 MHz). End plate off set (V) −1000
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